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The XRPD pattern of the hydrated phase could be indexed by pattern-matching as a monoclinic 
P2/m phase (Figure S1). 
 
Figure S1. Experimental (red circles) and calculated (black line) XRPD patterns along with the 
difference profile (blue line) and Bragg reflections (vertical sticks) for the pattern matching 
refinement of the P2/m monoclinic phase of the hydrate at room temperature (same data as those of 
Figure 1b of the manuscript) 
The indexation was carried out using the DICVOL91 program implemented in the FullProf Suite.1 
The monoclinic P2/m was the only solution obtained in the range of values of unit cell volume 
between 1000 and 2000 Å3, which is typical of other fullerene derivatives such as C60Br24(Br2)2, 
C60F36 or C60F48.
2,3 Taking as a starting point this solution, the lattice parameters were refined using 
the Pattern Matching option of the Full Prof program. After the last step the following parameters 
were obtained: a = 19.554(1), b = 9.287(1), c = 6.208(4), β = 92.27(5), corresponding to a unit cell 
volume of 1126.5(1) Å3. The reliability factors were Rp = 3.57, Rwp = 4.73, Rexp = 2.75 and χ
2 = 2.96. 
It was not possible to obtain a reliable indexing for the pure material, perhaps due to the low intensity 
and relatively large width of the low-angle diffraction features in the corresponding pattern (upper 
curve in Figure 1b). As it occurs for C60 powders obtained from solutions and C60 solvates in which 
solvent molecules remain trapped into the re-built lattice,4 the pure material resulting from the 
dehydration process may contain structural defects (such as the well-known solvent-induced stacking 
faults) which produce broadening, shift or asymmetry of diffraction peaks that vary for different 
Miller indexes.5 
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